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1 . Determine the "site points" 
where molecular subunits (i.e., 
H-bond donating, H-bond 
accepting, hydrophobic etc.) 
favorably bind to ICE 



MCSS, GRID 



4. Visually inspect the site 
points and simple molecules 
determined in steps 1 -3, in the 
active site of ICE. 



Quanta, Sybyl 



2. Run de novo programs on 
simple ligand molecules com- 
prising molecular subunits 
which can be used to form 
composite molecules 



LUDI, LEAPFROG 



5. Evaluate the electrostatic 
and hydrogen bonding 
potentials between the active 
site of ICE and the site points 
and simple fragments 
determined in steps 1-3. 

Quanta, DELPHI, GRASP 



3. Run docking programs to 
evaluate the ability to place 
simple ligand molecules into 
the active site 



DOCK, AUTODOCK 



6. Perform molecular 
dynamics (MD) to ensure that 
the simple fragments bind to 
the active site in a structurally 
and energetically favorable 
manner 



AMBER, CHARMM 



